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Note about the chloride position in the crystal structure of 2·15H 2 O. More than one crystallographic position containing water molecules that could be a good candidate for the Cl atom. The possible alternative positions should be those in which: a) water molecules are not bonded by hydrogen bonds to PTA-N and b) are close to the cationic moiety. Additionally, changing the clusters of disordered water for Cl should cause in all the cases the instability of the refinement and/or an increase of the R factor. Thus we focused on the fully occupied water molecules that agree with the premises, being found three possible positions: position "A": Xfrac, Yfrac, Zfrac = 0.3386(6), 0.4898(4), 0.10347(18), which was finally assigned to O4; position "B": Xfrac, Yfrac, Zfrac = 0.9924 (5) At this point it is important to stress that for each combination the R factor and the GooF remained always unaltered. After this evaluation we considered to discard position Entry 2 due to the high Uiso value when ½ Cl was locted in it. For what concern Entries 1 and 3, the Uiso are comparable, thus we decided to check the untied spatial occupancy factors: 
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Looking to these results we were inclined to assign the ½ Cl to position C but before to do it, we tried also to test the refinement with tied occupancy factors on Cl4 and O7 and riding hydrogens on O7. I and I 0 are the observed spin echo intensity with and without gradients, respectively; G is the gradient strength; Δ is the delay between the mid-points of the gradients; D is the diffusion coefficient; δ is the gradient length. The calibration of the gradients was carried out by a diffusion measurement of HDO in D 2 O. The experimental error in the D values was estimated to be 2%. [1] All the data leading to the reported D values afforded lines with correlation coefficients of >0.999
and 64 points were used for regression analysis. The gradient strength was increased in 1.5 % steps S19 from 2%. A measurement of 1 H NMR spectrum and T 1 was carried out before each diffusion experiment and the recovery delay (ca. 5-8 sec) set to five times T 1 . The number of scans was set to 16 per increment. Typical experiment duration is 1.5-3 h. [2] Figure S17 
